Key indicators: single-crystal X-ray study; T = 294 K; mean (C-C) = 0.003 Å; R factor = 0.033; wR factor = 0.092; data-to-parameter ratio = 7.8.
In the title compound, C 16 H 12 O 2 , the non-H atoms are coplanar with a mean r.m.s. deviation of 0.0260 (2) Å . The deviations of the bond angles from normal values at the indenyl junction C atom and the indenyl bridgehead C atom nearest the junction are imposed by the five-membered ring geometry. Due to conjugation, the single bond linking the two ring systems [1.455 (3) Å ] is significantly shorter than the formal single bonds in the five-membered carbocyclic ring [1.500 (3) and 1.489 (3) Å ].
Related literature
For related literature, see: Rayabarapu et al. (2003) ; Senanayake et al. (1995) .
Experimental
Crystal data C 16 H 12 O 2 M r = 236.26 Orthorhombic, Pca2 1 a = 22.277 (10) Å b = 6.892 (3) Å c = 7.580 (3) Å V = 1163.7 (9) Å 3 Z = 4 Mo K radiation = 0.09 mm À1 T = 294 (2) K 0.24 Â 0.22 Â 0.12 mm
Data collection
Bruker SMART CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.979, T max = 0.990 6325 measured reflections 1286 independent reflections 1072 reflections with I > 2(I) R int = 0.035 Refinement R[F 2 > 2(F 2 )] = 0.032 wR(F 2 ) = 0.091 S = 1.08 1286 reflections 164 parameters 1 restraint H-atom parameters constrained Á max = 0.12 e Å À3 Á min = À0.11 e Å À3 Data collection: SMART (Bruker, 1997) ; cell refinement: SAINT (Bruker, 1997) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL.
5-(1H-Inden
Indene ring frameworks are present in a large number of biologically active compounds, and their metallocene complexes are able to catalyze olefin polymerization (Senanayake et al., 1995; Rayabarapu et al., 2003) . Some derivatives have shown analgesic and myorelaxation activity whereas others are used as valuable intermediates for the synthesis of indenyl chrysanthemates that possess insecticidal properties. In the recent three decades, many chemists have been attracted by the synthesis of indenes. In this context, we report the synthesis and crystal structure of the title compound, (I). The molecul of (I) ( Experimental o-Bromobenzyl zinc bromide (3.5 mmol, 3.5 equiv) in 3.5 ml CH 2 Cl 2 was added to a degassed refluxing CH 2 Cl 2 solution (8 ml) of 5-ethynyl benzo [1,3] dioxole (1.0 mmol, 1.0 equiv) and Ni(PPh 3 ) 2 I 2 (0.1 mmol, 0.1 equiv). After stirring at 313 K for 6 h, the solution was cooled to room temperature. The solution obtained was diluted with 50 ml e thyl acetate. The organic layer was washed with 10 ml aqueous HCl solution, saturated by NaCl. The aqueous layer was back-extracted with ethyl acetate. The combined organic layer was dried over anhydrous Na 2 SO 4 . After filtration, the solvent was removed under reduced pressure and the residue was purified via flash chromatography (SiO 2 ) to afford the compound. Crystals suitale for X-ray analysis were obtained by slow evaporation from a CH 2 Cl 2 solution at 298 K.
Refinement
All H atoms were positioned geometrically and refined as riding (C-H = 0.93 and 0.97%A) and allowed to ride on their parent atoms, with U iso (H) = 1.2U eq (parent). In the absence of significant anomalous scattering effects the Friedel pairs were merged. 108.9 (2) C10-C9-H9A 110.9 O2-C1-H1A 109.9 C8-C9-H9A 110.9 O1-C1-H1A 109.9 C10-C9-H9B 110.9 O2-C1-H1B 109.9 C8-C9-H9B 110.9
